Key indicators: single-crystal X-ray study; T = 288 K; mean (C-C) = 0.003 Å; R factor = 0.039; wR factor = 0.116; data-to-parameter ratio = 17.4. organic compounds o1248 Li et al.
In the title compound, C 16 H 13 N 3 S, the pyrazoline ring forms dihedral angles of 6.89 (14) and 4.96 (11) with the benzene ring and the benzothiazole group, respectively. In the crystal, weak C-HÁ Á ÁN interactions link the molecules into chains extending along the b-axis direction.
Related literature
For background to the title compound, see: Sano et al. (1995) ; Xian et al. (2008) . For details of the synthesis, see: Xian et al. Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 1; y À 1 2 ; Àz þ 1 2 .
Data collection: RAPID-AUTO (Rigaku, 1998); cell refinement: RAPID-AUTO; data reduction: CrystalStructure (MSC & Rigaku, 2002); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXL97.
Figure 1
Molecular structure of the title compound with displacement ellipsoids drawn at the 30% probalility level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
1-(1,3-Benzothiazol-2-yl)-3-phenyl-2-pyrazoline
R int = 0.028 θ max = 27.5°, θ min = 3.6°h = −21→21 k = −7→6 l = −22→22 Refinement Refinement on F 2 Least-squares matrix: full R[F 2 > 2σ(F 2 )] = 0.039 wR(F 2 ) = 0.116 S = 1.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.50225 ( 0.0519 (7) 0.0566 (8) 0.0600 (9) 0.0041 (6) 0.0262 (7) −0.0112 (7) N3 0.0600 (8) 0.0525 (8) 0.0543 (8) 0.0057 (6) 0.0318 (7) −0.0010 (6) C1 0.0578 (9) 0.0483 (9) 0.0526 (9) −0.0047 (7) 0.0336 (8) −0.0014 (7) C2 0.0682 (11) 0.0625 (10) 0.0650 (12) −0.0099 (8) 0.0413 (9) −0.0154 (9) C3 0.0627 (10) 0.0779 (13) 0.0625 (12) −0.0164 (9) 0.0311 (9) −0.0172 (9) C4 0.0552 (10) 0.0773 (13) 0.0703 (13) −0.0026 (9) 0.0281 (9) −0.0058 (10) C5 0.0601 (9) 0.0554 (11) 0.0721 (12) 0.0015 (8) 0.0322 (9) −0.0074 (9) C6 0.0569 (9) 0.0448 (9) 0.0544 (10) −0.0052 (7) 0.0304 (8) −0.0018 (7) C7 0.0570 (9) 0.0450 (9) 0.0533 (10) −0.0026 (7) 0.0317 (8) −0.0020 (7) C8 0.0613 (9) 0.0485 (9) 0.0548 (10) 0.0041 (7) 0.0279 (8) −0.0052 (7) C9 0.0593 (9) 0.0516 (10) 0.0588 (11) 0.0004 (7) 0.0291 (8) −0.0049 (8) C10 0.0564 (9) 0.0482 (9) 0.0478 (9) 0.0045 (7) 0.0294 (7) 0.0060 (7) C11 0.0592 (9) 0.0552 (10) 0.0550 (10) 0.0082 (8) 
